Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.045; wR factor = 0.133; data-to-parameter ratio = 18.0.
Experimental
Crystal data C 17 H 13 NO 3 M r = 279.28 Triclinic, P1 a = 8.8073 (6) Å b = 9.6140 (6) Å c = 9.8272 (6) Å = 66.503 (4) = 67.248 (4) = 71.734 (4) V = 691.14 (8) Å 3 Z = 2 Mo K radiation = 0.09 mm À1 T = 296 K 0.28 Â 0.08 Â 0.05 mm
Data collection
Bruker Kappa APEXII CCD diffractometer Absorption correction: none 14582 measured reflections 3457 independent reflections 1464 reflections with I > 2(I) R int = 0.048 Refinement R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.133 S = 0.93 3457 reflections 192 parameters H-atom parameters constrained Á max = 0.16 e Å À3 Á min = À0.13 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz; (ii) Àx þ 2; Ày; Àz. Cg2 is the centroid of the C1-C6 benzene ring and Cg3 is the centroid of the C11-C16 phenyl ring. (Mesaik et al., 2004) They are also useful precursors for the synthesis of amino acids (Gottwald & Seebach, 1999 ), peptides (Cavelier & Verducci, 1995 ), heterocycles (Cannella et al., 1996 ), biosensors (Gonzalez-Martinez et al., 1999 , and antitumoror antimicrobial compounds (Gelmi et al., 1997) . Here we report the crystal structure of the title compound, 4-(2-methoxybenzylidene)-2-phenyl-1,3-oxazol-5(4H)-one ( Fig. 1 ).
The title molecule ( Fig. 1 ) possesses normal geometric parameters (Allen et al., 1987) and adopts a Z configuration about the central olefinic bond. The C11-C16 phenyl ring makes a dihedral angle of 2.03 (11) ° with the plane of the oxazolone ring system. The molecular packing (Fig. 2) is stabilized by intermolecular π-π interactions between the oxazolone ring and phenyl ring of neighbouring molecules, with a Cg1···Cg3 iii distance of 3.550 (3) Å (Cg1 and Cg3 are the centroids of the O1/C10/N1/C8/C9 oxazolone ring and the C11-C16 phenyl ring; symmetry code as in Fig, 2 ). The crystal packing is further stabilized by two intermolecular C-H···π interactions; one between the H atom of methoxy group and the phenyl ring of a neighbouring molecule, a second between the H atom of methoxy group and the methoxyphenyl ring of an adjacent molecule, respectively ( Fig. 2 and Table 1 ; Cg2 is the centroid of the C1-C6 benzene ring, symmetry code as in Fig, 2 ).
Additionally, there is one intramolecular C-H···N hydrogen bond between a benzene-H atom and the N atom of oxazolone ring (Table 1 and Fig. 2 ).
Experimental
Anhydrous sodium acetate (2.1 g, 25.3 mmol) was added to a solution of 2-methoxybenzaldehyde (3.5 g, 25.7 mmol) and hippuric acid (7.7 g, 31.1 mmol) in acetic anhydride (2.1 g, 20.6 mmol). The reaction mixture was heated to 353 K and stirred under reflux conditions for the appropriate time 2 h. The reaction mixture was cooled to room temperature and ethanol (10 ml) was added. The mixture was stirred for 10 min until a yellow solid precipitated. The mixture was allowed to stand overnight, and then it was cooled in an ice bath. The crude azalactones were obtained after filtration and washing with hot water. Recrystallization from acetone/water afforded the pure azalactones as yellow crystals. [Yield (5.79 g, 91%), m.p. 440-441 K]. IR (cm -1 ) 1769 (C═O),1648 (C═C).
Refinement
All H atoms were positioned geometrically with C-H = 0.93 and 0.96 Å and refined using a riding approximation model with U iso (H) = 1.2 or 1.5U eq (C). Fig. 1 . The molecular structure of the title compound with the atom numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. H atoms are presented as a small spheres of arbitrary radius. 
Figures
(i) -x+1, -y+1, -z; (ii) -x+2, -y, -z; (iii) -x+1, -y+1, -z+1]. 4-(2-Methoxybenzylidene)-2-phenyl-1,3-oxazol-5(4H)-oneR[F 2 > 2σ(F 2 )] = 0.045 w = 1/[σ 2 (F o 2 ) + (0.0583P) 2 ] where P = (F o 2 + 2F c 2 )/3 wR(F 2 ) = 0.133 (Δ/σ) max = 0.001 S =
